We analyze the effect of an external electric field on the electronic structure of molecules which have been recently studied as molecular wires or diodes. We use a self-consistent tight binding echnique which provides results in good agreement with ab initio calculations and which may be applied to a large number of molecules. The voltage dependence of the molecular levels is mainly linear with slopes intimately related to the electronic structure of the molecules. We emphasize that the response to the applied voltage is an important feature which governs the behavior of a molecular device.
I. INTRODUCTION
tron donor and acceptor. π and σ are respectively "pi" and "sigma" bridges. These two molecules are intensively studied to make molecular diodes 8, 9 . 
where H 0 iα,iα define the atomic levels, U is the intra-atomic Coulomb energy, R ij is the distance between atoms i and j, and Q j is the net charge on the atom j. The TB parameters are determined by a fit of the LDA electronic structure of simple molecules 13 . The parameters The line at the left side of the molecules defines the zero of the potential V ext .
